Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.055; wR factor = 0.135; data-to-parameter ratio = 13.0.
In the molecule of the title compound, C 12 H 13 N 3 O 3 S, the pyrrolidine ring adopts a half-chair conformation and the dihedral angle formed by the nitro group with the benzene ring is 15.18 (18) . In the crystal, molecules are linked by N-HÁ Á ÁS and C-HÁ Á ÁO intermolecular hydrogen bonds into chains parallel to the c axis.
Related literature
For standard bond-length data, see: Allen et al. (1987) . For related structures, see: Emen et al. (2003) ; Kayhan et al. (2003) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.932, T max = 0.977 7272 measured reflections 2288 independent reflections 1853 reflections with I > 2(I) R int = 0.031 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.135 S = 1.08 2288 reflections 176 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.29 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx; Ày þ 1; Àz; (ii) x; Ày þ 3 2 ; z À 1 2 .
Data collection: SMART (Siemens, 1996); cell refinement: SAINT (Siemens, 1996); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL, PARST (Nardelli, 1995) and PLATON (Spek, 2009). supplementary materials Acta Cryst. (2012) . E68, o1785 [doi:10.1107/S1600536812021319]
3-Nitro-N-[(pyrrolidin-1-yl)carbothioyl]benzamide
Nursakinah Zulkifli, Siti Fairus M. Yusoff and Bohari M. Yamin
Comment
The rapid increase in the number of syntheses of thiourea derivatives is driven by their applications in various fields including biology, pharmacy and materials for devices. The title compound is a thiourea derivative analogue to N′-(4chlorobenzoyl)-N-(pyrrolidin-1-yl)thiourea (Kayhan et al., 2003) and N′-(2-chlorobenzoyl)-N-(pyrrolidin-1-yl) (Emen et al., 2003) , except for the nitro substituent attached at 3-position of the benzene ring ( Fig. 1) . The molecule maintains a twisted conformation, but the C8-N2-C7-O3 torsion angle of 1.6 (4)° is a little larger than that found in N′-(2-chlorobenzoyl)-N-(pyrrolidin-1-yl)thiourea (0.42 (4)°). The C7-N2-C8-N3 torsion angle of 57.9 (4)° is comparable. The pyrrolidine ring adopts a half chair conformation. The bond lengths (Allen et al., 1987) and angles are in normal ranges.
In the crystal structure, the molecules are linked by N2-H2···S1, C1-H1···O3 and C9-H9A···O3 intermolecular hydrogen bonds (Table 1) to form chains parallel to the c axis ( Fig. 2) .
Experimental
An ethanolic solution (10 ml) of 3-nitrobenzoyl isothiocyanate (0.416 g, 2 mmol) was added into a beaker containing pyrrolidine (0.007 g, 1 mmol) in 10 ml ethanol. The solution was refluxed for about 1 hour and left to evaporate at room temperature. Some colourless crsytals were obtained after 3 days on slow evaporation of the solvent. M. p.: 395.3-396.5 K.
Refinement
The imino hydrogen atom was located in a difference Fourier map and refined isotropically with the N-H distance restrained to be 0.87 (1) Å. All other H-atoms were fixed geometrically at ideal positions and allowed to ride on the parent atoms, with C-H = 0.93-0.97Å, and with U iso (H) = 1.2 U eq (C). The molecular structure of the title compound with 50% probability displacement ellipsoids.
Computing details

Figure 2
Packing diagram of the title compound, viewed down a axis. Dashed lines denote hydrogen bonds. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3-Nitro-N-[(pyrrolidin-1-yl)carbothioyl]benzamide
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 −0.14867 (6) 0.55605 (5) 
